Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; R factor = 0.038; wR factor = 0.111; data-to-parameter ratio = 12.9.
Experimental
Crystal data 284 parameters H-atom parameters constrained Á max = 0.20 e Å À3 Á min = À0.17 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2 and SAINT (Bruker, 2004) ; data reduction: SAINT and XPREP (Bruker, 2004) ; program(s) used to solve structure: SIR92 (Altomare et al., 1993) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97.
Comment
Organic compounds containing pyrimidine scaffold as a core unit are important targets and are known to exhibit various biological and pharmaceutical activities (Kappe, 1993; Ibrahim & El-Metwally, 2010) . Dihydropyridine derivatives are particularly well known in pharmacology as L-type calcium channel blockers (Campbell et al., 1988; Elinson et al., 2006; Sun et al., 2006) .
In the title compound, the bond lengths (Allen et al., 1987) and angles are generally within normal ranges. The pyrimidinedione ring P(N2/C1/N3/C3/C4/C5) and the cyclohexenone ring Q(C10-C15) are not planar with total puckering amplitude Q(T) of 0.0868 (18) Å (for P) and 0.4810 (2) Å (for Q). The pyrimidinedione ring (P) adopts a screw-boat conformation, whereas the cyclohexenone ring (Q) adopts an envelope conformation and atom C13 is described as the flap atom being away from the plane of the ring with deviation 0.334 (2) Å. These conformations can be rationalized by the respective puckering parameters (Cremer & Pople, 1975) (Sughanya & Sureshbabu, 2012) .
Experimental
The title compound was prepared in a single stage (Horning & Horning, 1946; Kaupp et al., 2003) . A mixture of 4-nitrobenzaldehyde (1.51 g, 10 mmol), 5,5-dimethylcyclohexane-1,3-dione (1.40 g, 8 mmol), 1,3-dimethyl-2,4,6(1H,3H,5H)pyrimidinetrione (1.56 g, 10 mmol) and 20 ml of ethanol was heated to 70 °C for about 10 minutes. The reaction mixture was allowed to cool to room temperature and the resulting title compound was filtered and dried. The yellow crystal used for data collection was obtained by crystallization from ethanol at room temperature,(m.p. 446 K; yield 3.69 g, 86%).
Refinement
All hydrogen atoms were identified from difference in electron density peaks and subsequently treated as riding atoms 
Computing details
Data collection: APEX2 (Bruker, 2004) ; cell refinement: APEX2 and SAINT (Bruker, 2004) ; data reduction: SAINT and XPREP (Bruker, 2004) ; program(s) used to solve structure: SIR92 (Altomare et al., 1993) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 2012) and Mercury (Macrae et al., 2008) ; software used to prepare material for publication: SHELXL97 (Sheldrick, 2008) . where P = (F o 2 + 2F c 2 )/3 (Δ/σ) max < 0.001 Δρ max = 0.20 e Å −3 Δρ min = −0.17 e Å −3 Special details Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq C1 0.43994 (13) 0.52617 (14) 0.0339 (8) 0.0411 (10) 0.0448 (9) 0.0020 (7) 0.0013 (7) 0.0043 (8) C4
0.0329 (8) 0.0388 (9) 0.0410 (9) −0.0012 (7) 0.0038 (7) 0.0008 (7) C5 0.0344 (8) 0.0411 (10) 0.0408 (9) −0.0026 (7) 0.0022 (7) −0.0040 (8) C7 0.0478 (11) 0.0640 (13) 0.0630 (12) 0.0038 (9) 0.0168 (9) −0.0149 (10) C8 0.0674 (14) 0.0561 (13) 0.0821 (15) −0.0027 (11) 0.0222 (12) 0.0254 (11) C9 0.0333 (8) 0.0342 (8) 0.0422 (9) 0.0034 (7) 0.0047 (7) 0.0004 (7) C10 0.0318 (8) 0.0374 (9) 0.0418 (9) 0.0005 (7) 0.0044 (7) −0.0016 (7) C11 0.0331 (8) 0.0383 (10) 0.0477 (10) 0.0015 (7) 0.0044 (7) −0.0010 (8) C12 0.0535 (11) 0.0468 (11) 0.0480 (10) −0.0034 (9) 0.0015 (9) −0.0074 (8) C13 0.0624 (12) 0.0499 (11) 0.0417 (10) −0.0017 (9) 0.0050 (9) −0.0013 (8) C14 0.0667 (12) 0.0450 (11) 0.0481 (11) 0.0050 (9) 0.0024 (9) 0.0051 (9) C15 0.0404 (9) 0.0384 (10) 0.0460 (10) 0.0021 (7) 0.0044 (7 0.0361 (9) 0.0491 (10) 0.0391 (9) −0.0044 (7) 0.0097 (7) 0.0024 (8) C21
0.0322 (8) 0.0447 (10) 0.0398 (9) −0.0003 (7) 0.0045 (7) −0.0011 (7) C22 0.0469 (10) 0.0786 (14) 0.0331 (9) −0.0154 (10) 0.0080 (8) −0.0053 (9) C23 0.0448 (10) 0.0719 (13) 0.0382 (10) −0.0171 (9) 0.0090 (8) 0.0042 (9) N1 0.0424 (8) 0.0535 (9) 0.0461 (9) −0.0038 (7) 0.0055 (7) −0.0050 (7) N2 0.0367 (8) 0.0493 (9) 0.0472 (8) −0.0011 (6) 0.0099 (6) −0.0063 (7) N3 0.0399 (8) 0.0475 (9) 0.0522 (9) −0.0033 (7) 0.0092 (7) 0.0095 (7) supplementary materials sup-6
Acta Cryst. (2013). E69, o1690-o1691 O1 0.0520 (8) 0.0836 (11) 0.0597 (8) −0.0101 (7) 0.0235 (7) 0.0018 (7) O2 0.0524 (7) 0.0388 (7) 0.0599 (8) 
